The crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
The crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
All reagents and solvents employed were commercially available and used as received without further purification. A mixture of CoCl 2 ·6H 2 O (1 mmol, 0.238 g), diethanolamine(H 2 L) (2 mmol, 0.212 g) and sodium methoxide (2 mmol, 0.108 g) were mixed in methanol (10 mL) and heated at 413 K for 2 days in a sealed 15 mL Teflon-lined stainless steel vessel under autogenous pressure. After cooling to room temperature at a rate of 10 K · h −1 , red block crystals were isolated, washed with methanol and then dried in air in 37% yield.
Experimental details
H atoms were treated as riding atoms with U iso in the range 1.2-1.5Ueq.
Discussion
With the discovery of the first single-molecule magnet (SMM) [1] [5, 6] , However, among the abundant Co(II)-based clusters, only a few behave as SMMs [2, 7] . To extend the research field of Co(II)-based clusters, we report here the synthesis and crystal structure of a new {Co4O4} core complex. The title structure consists of a distorted {Co4O4} cubane. The four alkoxide groups of the mono-deprotonated diethanolamine ligands provide four µ 3 -O donors. Each amine group and the remaining four O atoms of the diethanolamine ligands are monodentate. The final site of each cobalt(II) centre are filled by a terminal Cl ligand. The coordination environment at each cobalt is distorted octahedral due to the imposed ligand bite angles. Each Co4 cubane is hydrogenbonded to four neighbouring cubanes through two N-H· · · Cl contacts [N-H· · · Cl distances = 3.428(4) and 3.451(5) Å, respectively].
